In a recent work by Jiang et al. [Prediction of lattice constant in cubic perovskites, J. Phys. Chem. Solids 67 (2006) [1531][1532][1533][1534][1535][1536], the interrelationship between lattice constant, ionic radii and tolerance factor of cubic perovskites has been established and an empirical equation was obtained. However, the assumption of incorrect ionic coordination led to an incorrect mathematical expression even though the average relative errors between predicted and observed lattice constants of 132 materials were below 1%. Here, corrected coefficients for that empirical expression are obtained, which would likely be useful for investigation of general perovskite materials. r 2007 Elsevier Ltd. All rights reserved. The prediction of lattice constant values for perovskite materials is of recognized importance, owing to the development of new materials designed for different applications, such as ferroelectric thin films, microwave and semiconductor technologies etc. [1] [2] [3] [4] [5] [6] . Therefore, the methodology developed by Jiang et al. [1] , which allows one to predict the lattice constants ða pred Þ of cubic perovskites ðABX 3 Þ by using the known ionic radii of the cations and anion, appears to be very useful and should likely become a key reference for materials scientists and engineers working in the field [7] [8] [9] [10] . However, in their work, Jiang et al. used ionic radii of all ions A, B and X , for coordination numbers (CN) equal to 6, obtaining an incorrect expression for a pred as a function of the ionic radii and tolerance factor. Once we truly believe on the importance of that procedure, the purpose of this work is to present the corrected coefficients for the Jiang's expression.
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In perovskite structures, B cations are coordinated by six X anions, while A cations present CN ¼ 12 (also coordinated by X anions). The X anions have CN ¼ 2, being coordinated by two B cations, since the distance A2O is about 40% larger than the B2O bond distance. The correct ionic radii (r A , r B , r X ), taken from Shannon's work [11] and other references [12] [13] [14] [15] [16] are presented in Table 1 . Tolerance factors ft ¼ ðr A þ r X Þ=½ p 2ðr B þ r X Þg were recalculated and new coefficients (b, d and g) for Jiang's expression, a pred ¼ 2bðr B þ r X Þ þ gt À d, were obtained. These coefficients are summarized in Tables 1 and 2 , together with two sets of Jiang's coefficients and with the average relative errors for the 132 materials used for determining Jiang's expression. The second set (Jiang b ) was determined after using the correct b value obtained by those authors.
The difference in the empirical coefficients can be easily seen from the plots of lattice constant ðaÞ versus 2ðr B þ r X Þ, presented in Fig. 1 , and ½2bðr B þ r X Þ À a versus the tolerance factor ðtÞ, Fig. 2 , with the b values determined from the fits of Fig. 1 . It can be seen that the correction of the ionic radii of A and X ions led to smaller 2ðr B þ r X Þ and larger t values, shifting the data in the figures and changing the fitting parameters. However, the linear trends in all cases are maintained, and the fits of the curves give a ¼ a þ 2bðr B þ r X Þ in Fig. 1, and 2bðr Fig. 2 Compound belong to lower symmetry structures, with tilted BX 6 octahedra [17] . The critical t value for stabilizing cubic structures is about 0.985 [17] . This value is higher than those obtained in Ref. [1] for all the 132 materials investigated. Take for instance SrTiO 3 : according to Ref. [1] , this material would present t ¼ 0:908, indicating that it would belong to a distorted/tilted non-cubic structure; after the correction proposed here, t becomes 1.009, in agreement with its experimentally observed untilted cubic structure (at room temperature) [18] . Another remark concerns the increase in the average deviation between predicted and experimental lattice parameters.
As it can be seen in Fig. 2 , the dispersion of data increased after correction of the CN's. This could be due to a lower accuracy of ionic radii used for CN ¼ 12 (worse statistics than for CN ¼ 6), although we should remember that most structures are indeed pseudocubic, with tilted BX 6 octahedra, which change both, the approximated a value (i.e., the cubic ratio of the unit cell volume) as well as the ''average'' ionic radii used in the calculations.
In conclusion, we believe that the empirical expression for determining the lattice parameters of cubic perovskites developed in Ref. [1] , with the corrections presented here, could be very useful in future researches in this field. 
